Clinochlore [Mgs(MgoAl)(SizAl)O19(OH)s, Sb5] Structure:
A3B5C4D2 mC112_15 adef bt 4f 2£-001

This structure originally had the label A3B5C4D2_mC112_15_a3ef _5f_4f_2f. Calls to that address will be redirected here.
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Prototype Mg305(OH)4Sis
AFLOW prototype label A3B5C4D2_mC112_15_a3ef_5f 4f 2f-001
Strukturbericht designation S55
Mineral name clinochlore
ICSD 26850
Pearson symbol mC112
Space group number 15
Space group symbol C2/e

AFLOW prototype command aflow --proto=A3B5C4D2_mC112_15_a3ef_5f_4f_2f-001
—~params=a, b/a7 C/a7 ﬁv Y2,Y3,Y4,T5,Ys5, 25, L6, Y6, 26, L7, Y7, 27, T8, Y8, 28, L9, Y9, 29, T10,
Y10, 210, T115 Y11, 211, 12, Y12, 212, L13, Y13, 213, L14, Y14, 214, L15, Y15, 215, 16, Y16, 16
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o We follow the interpretation of (McMurchy, 1934) as given by (Downs, 2003): We have labeled “Mg (4e)” are actually
2/3 magnesium and 1/3 aluminum, and the sites we have labeled “Si (8f)” are 3/4 silicon and 1/4 aluminum. This does
not exactly match the ICSD entry.

Base-centered Monoclinic primitive vectors

ay; = %afc — %by
a =  lax+lby
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Mgl
B, = 1ag = fccosfR+ esinfBz (4a) Mg I
B; = —ysaj + ys ag + iag = iccosﬁi—kbygy—l— icsin,@i (4e) Mg IT
B, = Yo — Yp ag + %ag = %ccosﬁifbygjﬂr %csinﬂi (4e) Mg II
Bs = —yza; +ysas + iag = iccosﬁfc—l—bygy—l— icsinﬁi (4e) Mg II1
Bg = ysa; — yszas + %ag = %ccosﬁfi—bygy—l— %csinﬁi (4e) Mg II1
B, = —ysa; +ygas + iag = iccosﬁk+by4y+ icsin,@i (4e) Mg IV
Bs = ysas —ysas + 5 ag = 3ccos Bx —bys§ + 3csin Bz (4e) Mg IV
By = (5 —ys) a1 + (75 +y5) az + = (azs + czscos B) X+ bys § + cz5 sin B2 (8f) Mg V
Z5 asg
By = —(.135—|-y5) a; — (.’135 —y5) as — = — (CL$5+C(Z5— %) COSﬁ) X+bys y — (8f) Mg V
(257%) az 6(25—%) sin 32
Bin = —(@s—ys)ar—(z5+ys)az— = —(avs+czscosf) X —bys§ — czssin B2 (8f) Mg V
25 a3
Biz =  (w5+ys) ai+ (35 —ys) ax+ = (azs+c (25 + %) cos B) & —bys § + (8f) Mg V
(Z5+%) az c(z5+%) sin 32
Bz = (6 —ys) a1 + (w6 + ys) as + = (axe + czgcos B) X + bys § + cz6 sin 8 Z (8f) Ol1I
Zg A3
Bis = —(z6+uys) a1 —(z6—ys) a2 — = — (am(; +c (26 — %) cos 5) X+bysy — (8f) (O
(26 — 3) as ¢ (2 — L) sin B2
Bis = —(xs—ys)ar—(x6+ys) aa— = —(axg+czgcosf) X—bysy —czesinfz (8f) (01
Zg A3
Bis = (r6 +ys) a1 + (26 —ys) a2+ = (aze + ¢ (26 + 3) cos B) X —bys ¥ + (8f) (O
(ZG+%) az C(ZG+%)SiH52
Bir = (vr—yr)ar+(vr+yr) aa+ = (az7 + czrcos ) X+ byr § + ca7sin 32 (8f) 01l
Z7as
Bis = —(zr4yr)a—(z7—y7)ag— = — (ax7 +c (27 — %) coS ﬁ) X+byr y — (8f) OII
_1 1\ - ~
(27— 3) a3 c(zr — 3)sinfBz
Big = —(wr—y)ar—(vr+tyr)aa— = —(aw7+eczreosf) R—by; § —cersinfa (8f) on
Z7as
By = (x7+y7) a1 + (x7 —y7) as + = (asc7 +ec (27 + %) coS 5) X—byry+ (8f) oIl
(Z7+%) az c(z7+%) sin 32
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